
1P078 
 

こ * ** ***  

* ㈶ * ** ** *** *** 

 

ぞ ぞ

σ(2) (350-850 GM: 1 GM = 

1×10-50 cm4 s molecule-1 photon-1) ぜ [1] σ (2)

(MPPBT, 

Figure 1) 650 nm

( 2400 GM) ぜ [2]

ゝ

よ モ  

OCH3

H3CO H3CO

OCH3
NH3C

N CH3

CF3SO3

CF3SO3

 
Figure 1. Molecular structure of MPPBT. 
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Figure 2. Orbital maps of LUMO+1 and LUMO and transition density distribution map  

for neutral PPB (left) and dicationic PPBT (right). 
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 Table 1. Observed and calculated transition moments between the ground and first excited states (in Debye). 

Observed [1]  Calculated (ab initio/6-31G*)     Calculated (INDO/S) [3] 

   CIS RPA TDDFT(B3LYP) CISD 
 PPB 13.7  13.38 13.73 14.82     15.03 
 PPBT 12.8  16.02 16.56 16.37     16.35 
 MPPB 10.9  13.80 14.15 14.46 
 MPPBT 11.1  16.24 16.84 15.76 
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